. Chemical shift prediction performance of multiple methods for residues with different secondary structure. Chemical shifts were predicted using different methods (see text) for eleven proteins which are not present in the neural network database. The prediction performance (vertical axis) shifts is defined by the rms difference between the experimental and the predicted chemical shifts, and plotted for residues with different secondary structure (horizontal axis), including α-helix ("H": DSSP classifications of "G", "H" and "I"), β-strand ("S":
"B", "E" or "S"), turn ("T": "T") and coil ("C": blank), as defined by the program DSSP (Kabsch and Sander 1983) . For comparison, the standard deviation (Std. Dev.) relative to the average of the chemical shifts for each type of secondary structure for the chemical shifts in the training database is also shown. Figure S2 . Impact of including the χ 2 torsion angle information on the accuracy of a Ten proteins, with a high-resolution (≤1.0 Å) X-ray structure and with a modest-resolution (2.3-2.4 Å), respectively, are selected from the training database. Their chemical shifts data are taken from the original chemical shifts, i.e., before applying the corrections for the possible referencing offset or deuteration, and removal of the shift outliers and the shifts for the residues in the dynamic regions. Another ten testing proteins with lower resolution (~3.0 Å) X-ray structure are also prepared. The SPARTA+ predicted chemical shifts are calculated for these proteins, and the accuracy are listed in the table.
b The error for this protein appears to be dominated by a relatively large, ca 1ppm, δ 13 C' reference offset for the chemical shift entries of this protein, which has not been corrected for in the value reported here.
